Key indicators: single-crystal X-ray study; T = 293 K; mean (C-C) = 0.006 Å; disorder in main residue; R factor = 0.069; wR factor = 0.188; data-to-parameter ratio = 12.8.
Related literature
. For a related structure, see: Nagalakshmi et al. (2013) . For ring conformation parameters, see: Cremer & Pople (1975) . 
Data collection
Bruker Kappa APEXII diffractometer Absorption correction: multi-scan (SADABS; Sheldrick, 1996) T min = 0.967, T max = 0.974 53951 measured reflections 13050 independent reflections 9856 reflections with I > 2(I) R int = 0.041 Refinement R[F 2 > 2(F 2 )] = 0.069 wR(F 2 ) = 0.188 S = 1.06 13050 reflections 1016 parameters 12 restraints H-atom parameters constrained Á max = 0.68 e Å À3 Á min = À0.30 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). 
Figure 1
The molecular structure of (I), showing 20% probability displacement ellipsoids and the atom-numbering scheme of molecule A. H atoms are omitted for clarity.
supplementary materials sup-4 . E70, o279-o280
Figure 2
The molecular structure of (I), showing 20% probability displacement ellipsoids and the atom-numbering scheme of molecule B. H atoms are omitted for clarity. supplementary materials sup-5 . E70, o279-o280
Figure 3
The molecular structure of (I), showing 20% probability displacement ellipsoids and the atom-numbering scheme of molecule C. H atoms are omitted for clarity.
supplementary materials sup-6 . E70, o279-o280
Figure 4
The molecular structure of (I), showing 20% probability displacement ellipsoids and the atom-numbering scheme of molecule D. H atoms are omitted for clarity.
supplementary materials sup-7 . E70, o279-o280
Figure 5
The partial packing diagram showing O-H···O and C-H···O interactions in molecule A.
(3aR*,8bR*)-3a,8b-Dihydroxy-1-(4-methylphenyl)-2-methylsulfanyl-3-nitro- 1.379 (4) C1D-N1D 1.503 (4) C1A-N1A 1.500 (4) C1D-C8D 1.516 (4) C1A-C8A 1.509 (4) C1D-C2D 1.571 (5) C1A-C2A 1.578 (5) C2D-O3D 1.412 (4) C1B-O2B 1.382 (4) C2D-C3D 1.494 (5) C1B-N1B 1.508 (4) C2D-C6D 1.533 (4) C1B-C8B 1.513 (5) C3D-C4D 1.376 (5) C1B-C2B 1.551 (5) C3D-N2D 1.382 (5) C2A-O3A 1.419 (4) C4D-N1D 1.349 (4) C2A-C3A 1.485 (5) C4D-S4 1. 736 (3) C2A-C6A 1.541 (4) C5D-S4 1.800 (4) C2B-O3B 1.423 (4) C6D-O1D 1.226 (4) C2B-C3B 1.489 (5) C6D-C7D 1.451 (5) C2B-C6B 1.547 (5) C7D-C8D 1.379 (5) C3A-C4A 1.381 (4) C7D-C12D 1.400 (5) C3A-N2A 1.387 (4) C8D-C9D 1.384 (5) C3B-C4B 1.375 (6) C9D-C10D 1.381 (6) C3B-N2B 1.384 (5) C10D-C11D 1.374 (7) C4A-N1A 1.348 (4) C11D-C12D 1.361 (7) C4A-S1 1.735 (3) C13D-C14D 1.371 (5) C4B-N1B 1.354 (5) C13D-C18D 1.391 (5) C4B-S2 1.731 (4) C13D-N1D 1.439 (4) C5A-S1 1.795 (4) C14D-C15D 1.383 (5) C5B-S2 1.45 (6) C15D-C16D 1.376 (5) C2-S2 1.809 (10) C16D-C17D 1.392 (5) 
123.4 (3) C10D-C9D-C8D 118.0 (4) C4B-C3B-N2B 127.3 (4) C11D-C10D-C9D 121.5 (4) C4B-C3B-C2B 111.5 (3) C12D-C11D-C10D 121.1 (4) N2B-C3B-C2B 121.2 (4) C11D-C12D-C7D 118.1 (4) N1A-C4A-C3A 111.7 (3) C14D-C13D-C18D 120.0 (3) N1A-C4A-S1 124.5 (2) C14D-C13D-N1D 120.8 (3) C3A-C4A-S1 123.7 (3)
110.9 (3) O4D-N2D-O5D 121.9 (3) C12A-C7A-C6A 127.4 (4) O4D-N2D-C3D 119.2 (3) C8B-C7B-C12B 121.4 (4) O5D-N2D-C3D 118.9 (3) C8B-C7B-C6B 110.9 (3) C4D-S4-C5D 103.93 (19) 
